=> d his nofil 



(FILE 'HOME' ENTERED AT 12:58:40 ON 28 JUL 2009) 

FILE 'HCAPLUS' ENTERED AT 12:59:03 ON 28 JUL 2009 
1 SEA ABB=ON PLU=ON US2 0 06 0 1 42522 /PN 
D IALL 
SEL RN 

FILE 'REGISTRY' ENTERED AT 13:00:18 ON 28 JUL 2009 

22 SEA ABB=ON PLU=ON (111-25-1/BI OR 1112-67-0/BI OR 121-43-7/BI 
OR 14221-01-3/BI OR 14753-51-6/BI OR 150-78-7/BI OR 16433-88-8 
/BI OR 189367-54-2/BI OR 233753-19-0/BI OR 233 753-2 0-3 /BI OR 
250597-29-6/BI OR 2674-34-2/BI OR 3375-31-3/BI OR 439938-40-6/B 
I OR 439938-43-9/BI OR 439938-44-0/BI OR 439938-46-2/BI OR 
681858-72-0/BI OR 681858-73-1/BI OR 74-96-4/BI OR 7726-95-6/BI 
OR 869-24-9/BI) 
D SCAN 

FILE ' STNGUIDE ' ENTERED AT 13:01:58 ON 28 JUL 2009 

FILE 'REGISTRY' ENTERED AT 13:07:45 ON 28 JUL 2009 
STRUCTURE UPLOADED 

D 

37 SEA SSS SAM L3 

STRUCTURE UPLOADED 

D 

32 SEA SSS SAM L5 

STRUCTURE UPLOADED 



Uploading L3.str 



""\ r\r\ r~\ 



1 2 3 4 5 6 7 8 9 10 11 12 13 
ring/chain nodes : 
14 15 

chain bonds : 
2-14 2-15 
ring bonds : 

1-2 1-5 1-13 2-3 3-4 3-6 4-5 4-9 5-10 6-7 7-8 8-9 10-11 11-12 12-13 
exact/norm bonds : 

1-2 1-5 2-3 2-14 2-15 3-4 4-5 6-7 8-9 10-11 12-13 



normalized bonds : 
1-13 3-6 4-9 5-10 
isolated ring systems 



containing 1 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6:Atom 7: Atom 8: Atom 9: Atom 10: Atom 
11: Atom 12:Atom 13:Atom 14:CLASS 15:CLASS 



L8 50 SEA SSS SAM L7 

D STAT QUE L8 
L9 41349 SEA SSS FUL L7 

SAVE TEMP L9 HEI649REGL3/A 
L10 8 SEA ABB=ON PLU=ON L9 AND L2 

Lll STRUCTURE UPLOADED 

D 



chain nodes : 
17 18 

ring nodes : 

1 2 3 4 5 6 7 8 9 10 11 12 13 
ring/chain nodes : 
14 15 

chain bonds : 
2-14 2-15 17-18 
ring bonds : 

1-2 1-5 1-13 2-3 3-4 3-6 4-5 4-9 5-10 6-7 7-8 8-9 10-11 11-12 12-13 
exact/norm bonds : 

1-2 1-5 2-3 2-14 2-15 3-4 4-5 6-7 8-9 10-11 12-13 17-18 

normalized bonds : 

1-13 3-6 4-9 5-10 7-8 11-12 

isolated ring systems : 

containing 1 : 




Gl:C,0,S,N,Si 
Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6:Atom 7: Atom 8: Atom 9: Atom 10: Atom 
11: Atom 12:Atom 13:Atom 14:CLASS 15:CLASS 17:Atom 18:CLASS 20:Atom 



L12 SCR 2068 

L13 24 SEA SUB=L9 SSS SAM Lll AND L12 

L14 483 SEA SUB=L9 SSS FUL Lll AND L12 

SAVE TEMP L14 HE 1 6 4 9 REGL 4 / A 
L15 STRUCTURE UPLOADED 

D 

L16 0 SEA SUB=L9 SSS SAM L15 AND L12 

L17 0 SEA SUB=L9 SSS FUL L15 AND L12 

SAVE TEMP L17 HEI 6 49REGL5/A 

FILE 'HCAPLUS' ENTERED AT 13:47:49 ON 28 JUL 2009 
L18 708 SEA ABB=ON PLU=ON L14 

L19 135 SEA ABB=ON PLU=ON L18 AND (AY<2003 OR PY<2003 OR PRY<2003) 

L20 29 SEA ABB=ON PLU=ON L19 AND 35/SC, SX 

L21 49 SEA ABB=ON PLU=ON L19 (L) (IMF OR PREP)/RL 

L22 24 SEA ABB=ON PLU=ON L21 AND CONJUGAT? 

L23 35 SEA ABB=ON PLU=ON L20 OR L22 

SAVE TEMP L2 3 HE 1 6 4 9 HCAP / A 

D QUE L23 

D L23 1-35 IBIB ABS FHITSTR HITIND 



